Supporting Information for Andrews and Bray, Stochastic Simulation of Chemical
Reactions with Spatial Resolution and Single Molecule Detail.

Table S1. Reaction rates for irreversible reactions using the bimolecular reaction algorithm presented in
the paper. The experimental bimolecular reaction rate, k, is made unitless by reducing it to kAt/c;,’, where
At is the simulation time step and o, is the simulation binding radius. Mutual rms step lengths, s, are
reduced to s'=s/0,. The reduced reaction rates shown here are averages (means) of those that were
calculated with s' values that were sequentially decreased from 20.0855 (¢°) to 0.0498 (¢™) and those that
were increased over the same range. The deviations column reports the differences between these two sets
of raw data; errors in the averaged data are expected to be less than half of the deviations.

s' kAt o, deviations
20.0855 4.1886 0.0000
16.4446 4.1884 0.0000
13.4637 4.1880 0.0000
11.0232 4.1871 0.0000
9.0250 4.1855 0.0000
7.3891 4.1822 0.0000
6.0496 4.1762 0.0000
4.9530 4.1653 0.0000
4.0552 4.1462 0.0003
3.3201 4.1127 0.0007
2.7183 4.0542 0.0010
22255 3.9541 0.0014
1.8221 3.7900 0.0019
1.4918 3.5368 0.0026
12214 3.1783 0.0033
1.0000 2.7240 0.0041
0.8187 2.2178 0.0048
0.6703 1.7221 0.0054
0.5488 1.2875 0.0058
0.4493 0.9366 0.0062
0.3679 0.6682 0.0065
0.3012 0.4700 0.0066
0.2466 0.3271 0.0064
0.2019 0.2259 0.0057
0.1653 0.1551 0.0046
0.1353 0.1061 0.0035
0.1108 0.0724 0.0026
0.0907 0.0492 0.0019
0.0743 0.0334 0.0014
0.0608 0.0226 0.0010
0.0498 0.0153 0.0007
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